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Supplementary material LC/MS measurements
For verification of the MetExtract algorithm, mixed standard solutions were prepared in (methanol/water, (1+1, v+v)) containing each of the 15 native 12 C-and fully 13 C-labelled metabolites, which are listed in Table 1 . 100µl of the mixed standard solution was dried under nitrogen steam and re-dissolved in 100µl (methanol/culture medium, (1+1, v+v)), which has been measured by ESI-LC/MS. Native culture filtrate was obtained growing Fusarium graminearum on minimal medium (FMM Fusarium minimal medium) for 4 days. While LC/MS instrumentation and HPLC parameters were identical as described recently Lehner et al. (2011) . (Lehner, S., Neumann, N., Sulyok, M., Lemmens, M., Krska, R., Schuhmacher, R. (2011) . Evaluation of LC -high-resolution FT -Orbitrap MS for the quantification of selected mycotoxins and the simultaneous screening of fungal metabolites in food. Food Add. Contam. 2011 Oct; 28(10):1457 28(10): -68., DOI:10.1080 28(10): /19440049.2011 , MS was operated in Orbitrap full scan in positive ionization mode. MS spectra were recorded in full profile mode with resolving power of 60,000 (FHWM @ m/z 400) and scan range of m/z 100-1,000. Each of the metabolites was measured at a concentration level of 500 µg/L, except the aflatoxins (250 µg/L each). Standard compounds were a gift from Romer Labs Diagnostics GmbH, Tulln, Austria.
MetExtract parameter settings
The obtained LC/MS full scan chromatograms were centroided, converted to .mzxml data format using ReAdW (ReAdW 4.0. 
